Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.003 Å; R factor = 0.031; wR factor = 0.082; data-to-parameter ratio = 19.5.
The title compound, C 10 H 11 Cl 5 O, is a chiral molecule with two stereogenic centres. However, it crystallizes as a racemate. One of enantiomers reveals the relative configuration (2S*,5R*). The cyclohexene ring adopts a half-chair conformation.
Related literature
For general background to the synthesis of 2-tert-butyl-2,4,5,6,6-pentachlorocyclohex-3-enone and its derivatives, see: Hartshorn et al. (1992) .
Experimental
Crystal data rac-2-tert- 4, 5, 6, A. M. Maharramov, M. A. Allahverdiyev, E. Y. Mammadov, A. R. Askerova and B. A. Rashidov
Comment
The synthesis of 2-tert-butyl-2,4,5,6,6-pentachlorocyclohex-3-enone and derivatives has been studied (Hartshorn et al., 1992 ). Here we describe recystallisation and structural characteristics of the target compound. In the title compound, C 10 H 11 Cl 5 O (I), the cyclohexene ring adopts a half-chair conformation (Fig. 1) . The tert-butyl group is attached in a pseudoaxial position. Torsion angle between the tert-butyl group and the carbonyl group is O1-C1-C1-C7 is 39.5 (3) °. The molecule (I) possess two stereogenic centres at C2 and C5 carbon atoms. The crystal of (I) is racemate and consists of enantiomeric pairs with the relative configuration 2S*,5R*. The crystal packing is realised by van der Waals interactions. Experimental 2,6-di-tert-butylphenol (2.30 mol) and ammonium thiocyanate (4.83 mol) in methanol (1200 mL) was stirred with cooling at 273 K. While the temperature was kept in the range from 273 K to 283 K, chlorine gas was slowly bubbled through the mixture for about 1 h, during which the reaction mixture turned to yellow colour. Ammonia was then bubbled through the mixture for about 1.5 h, keeping the reaction mixture in the temperature range from 273 K to 283 K. The reaction was stirred for one more h at 273 K, poured into 2 L of cold distilled water and refrigerated overnight. The aqueous phase was decanted and the solid was taken up in methanol, precipitated by addition of water, filtered and dried. The resulting gummy yellow solid was recrystallised from methanol and dried in vacuum to yield the product as a white powder. The crystals were dissolved in methanol and recrystallised to yield colourless block-shaped crystals of the title compound.
Refinement
The other hydrogen atoms were placed in calculated positions with and refined in the riding model with fixed isotropic displacement parameters [U iso (H) = 1.2U eq (C)].
Figures Fig. 1 . The molecular structure of the title compound with the atomic numbering scheme. Displacement ellipsoids are drawn at the 30% probability level.
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